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nonmedical	 applications.	 At	 the	moment	 of	 writing	 this	 work,	 there	 are	 already	more	 than	 137,000	 biological	macromolecular	 structures	 deposited	 at	 the	 Protein	 Data	 Bank	 (PDB).	 Among	 these	macromolecules,	 over	 127,000



































































improved	generalized	Born	solvent	model	for	protein	simulations	(15).	The	structures	were	minimized	(maximum	5000	cycles)	and	equilibrated	for	500	ps	at	25°C,	and	production	was	performed	 in	Langevin	dynamics	 (25°C,	16	 Å
nonbonded	cutoff,	0.002	ps	time	steps)	for	several	consecutive	periods	of	50	ns.	Coordinates	were	printed	every	1000	steps.	The	bound	complex	separated	after	∼150	ns,	and	therefore	only	part	of	the	entire	simulation	will	be	shown	for
demonstrative	purposes.	Approximately	50,000	frames,	each	representing	2	ps	time	step	and	corresponding	to	a	total	100	ns	of	MD	simulation,	were	used	for	the	example.












Methods.	 If	 the	computational	 load	 is	 larger	 than	processing	capacity,	which	might	happen	with	Arg	residues	containing	up	to	34	groups,	we	recommend	dividing	 the	groups	 into	 two	or	more	steps	and	saving	each	calculation	 in
separate	column,	e.g.,	Rota_residue1	[i,1],	Rota_residue1	[i,2],	etc…	Alternatively,	it	is	possible	to	combine	groups	together	for	easier	visualization	(e.g.,	focusing	on	χ1	and	χ2).














































MD	 in	molecular	docking	aside	 from	 the	usual	postdocking	validation	procedures	 (23).	The	protein’s	 intrinsic	 flexibility	 is	 a	major	drawback	 for	docking;	however,	 a	 combination	of	MD	method	and	 sampling	of	multiple	 receptor















As	 mentioned	 earlier,	 validation	 of	 RD	 analysis	 with	 NMR	measurement	 of	 methyl	 side-chain	 order	 parameter	 values	 (S2-values)	 is	 the	 gold	 standard;	 however,	 it	 is	 not	 the	 cheapest,	 easiest,	 nor	 most	 feasible	 among
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